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Selective recognition between aromatic and aliphatic compounds has never
been realized under catalytic conditions. In this research project, the ligand based on tris
(phenoxy) framework acted as an effective structure for boron complexes in the reaction of the
selective reaction of aromatic/aliphatic compounds. The substituents at the ortho-position of
phenoxy group contributed to the selectivity and many types of the substituents were investigated. A

large number of the relationship between the substituents and selectivity were obtained and
important information of the ligand design was confirmed. Machine learning was applied to the ligand
design based on the data of the relationship. It proposed the suitable structure for high
selectivity and the new complex was experimentally synthesized. It gave the highest selectivity, and
under low temperature the exclusive formation from aromatic compounds was attained.
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